Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.001 Å; R factor = 0.039; wR factor = 0.105; data-to-parameter ratio = 23.5.
Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.105 S = 1.04 4990 reflections 212 parameters H-atom parameters constrained Á max = 0.37 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA
D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C11-H11AÁ Á ÁO1 i 0.95 2.59 3.3893 (12) 141
Symmetry code: (i) x À 1; y; z.
Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: SHELXL97. supplementary materials Acta Cryst. (2012) . E68, o3085 [doi:10.1107/S160053681204127X]
3-[Bis(dimethylamino)methylene]-1,1-diphenylurea

Ioannis Tiritiris
Comment 3-[bis(dimethylamino)methylene]-1,1-diphenylurea -also known as N-diphenylcarbamoyl-N′,N′,N′′,N′′-tetramethylguanidine -is a guanidine derivative bearing an additional urea moiety. Similar to 3-[bis(dimethylamino)methylene]-1,1dimethylurea (N-dimethylcarbamoyl-N′,N′,N′′,N′′-tetramethylguanidine; Möllers et al., 2003) , it can be used as a ligand in coordination chemistry to coordinate transition metals through one imino nitrogen and one carbonyl oxygen atom.
Therefore, it proved to be important to determine the hitherto unknown crystal structure of the free ligand, to enable comparative investigations. According to the structure analysis, the C1-N3 bond in the title compound is 1.3179 (11) N4-C13 = 1.4266 (11) Å and N4-C7 = 1.4367 (11) Å. They agree very well with X-ray structural data of the compounds 2-and 5-azido-N-(diphenylcarbamoyl)proline methyl ester (Lynch et al., 1995) . The dihedral angle C1-N3-C6-N4 is -161.69 (8)° and the angle between the planes N1/C1/N2 and O1/C6/N4 is 51.68 (8)°, which shows a significant twisting of the diphenylcarbamoyl group relative to the CN 3 plane ( Fig. 1 ). Weak C-H···O hydrogen bonds between aromatic hydrogen atoms and carbonyl oxygen atoms of neighboring molecules have been determined [d(H···O) = 2.59 Å] (Tab. 1), generating a chain along the ab-plane (Fig. 2 ). On the other hand, intermolecular C-H···N hydrogen bonds play no prominent role in the stabilization of the crystal structure.
Experimental
The title compound was obtained by heating two equivalents (60.4 mmol) of N′,N′,N′′,N′′-tetramethylguanidine with one equivalent (30.2 mmol) N,N-diphenylcarbamoyl chloride in acetonitrile for three hours under reflux. After cooling to room temperature the precipitated N′,N′,N′′,N′′-tetramethylguanidinium chloride was filtered off and the solvent was removed. The residue was redissolved in diethylether and the insoluble part was filtered off. After evaporation of the solvent a colorless solid was been obtained. The title compound crystallized from a saturated acetonitrile solution after several days at 273 K, forming colorless single crystals. Yield: 7.6 g (81%)
Refinement
The hydrogen atoms of the methyl groups were allowed to rotate with a fixed angle around the C-N bond to best fit the experimental electron density, with U iso (H) set to 1.5 U eq (C) and d(C-H) = 0.98 Å. H atoms of the aromatic rings were placed in calculated positions with (C-H) = 0.95 Å. They were included in the refinement using the riding model supplementary materials sup-2 Acta Cryst. (2012) . E68, o3085 approximation, with U iso (H) set to 1.2 U eq (C).
Computing details
Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT (Bruker, 2008); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008).
Figure 1
Molecular structure of the title compound with displacement ellipsoids at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.37589 (11) 0.11725 (5) 0.29192 (7) 0.01420 (17) N1 0.44747 (10) 0.12889 (5) 0.40021 (7) 0.01682 (16) 
